The asymmetric unit of the title compound, Fig. 1, comprises a substituted pyrazole. The furane ring shows flip-flop rotational disorder in two positions with refined site occupancy ratio of 0.587 (11)/0.413 (11). The mean plane of the approximately planar pyrazole ring [maximum deviation = 0.0469 (11)Å] makes dihedral angles of 86.13 (11) and 4.5 (5)° with phenyl and the major component of the furane rings, respectively. The dihedral angle between the phenyl ring and the major component of the disordered furane ring is 81.8 (5)°.
In the title compound, C 15 H 14 N 2 O 3 , the furan ring is disordered over two positions with a refined site-occupancy ratio of 0.587 (11):0.413 (11) . The mean plane of the approximately planar pyrazole ring [maximum deviation = 0.0469 (11) Å ] makes dihedral angles of 86.13 (11) and 4.5 (5) with the phenyl and furan rings, respectively. The dihedral angle between the phenyl ring and the major component of the disordered furan ring is 81.8 (5) . The molecule shows chirality in one of the carbon atoms but the centrosymmetric space group means the compound is a racemic mixture. In the crystal, intermolecular O-HÁ Á ÁO and C-HÁ Á ÁO hydrogen bonds connect the molecules. The crystal structure is further stabilized bystacking interactions with a centroidcentroid distance of 3.8646 (12) Å .
Related literature
For standard bond lengths, see: Allen et al. (1987) Table 1 Hydrogen-bond geometry (Å , ).
Symmetry codes: (i) Àx þ 1; Ày þ 2; Àz; (ii) x À 1 2 ; Ày þ 5 2 ; z À 1 2 .
Data collection: APEX2 (Bruker, 2005); cell refinement: SAINT (Bruker, 2005); data reduction: SAINT; program(s) used to solve structure: SHELXTL (Sheldrick, 2008); program(s) used to refine structure: SHELXTL; molecular graphics: SHELXTL; software used to prepare material for publication: SHELXTL and PLATON (Spek, 2009). supplementary materials sup-3
Special details
Geometry. All esds (except the esd in the dihedral angle between two l.s. planes) are estimated using the full covariance matrix. The cell esds are taken into account individually in the estimation of esds in distances, angles and torsion angles; correlations between esds in cell parameters are only used when they are defined by crystal symmetry. An approximate (isotropic) treatment of cell esds is used for estimating esds involving l.s. planes.
Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > 2sigma(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 ) Atomic displacement parameters (Å 2 )
0.0494 (8) 0.0629 (8) 0.0569 (10) −0.0070 (7) 0.0048 (7) −0.0151 (7) O2 0.0469 (8) 0.0640 (9) 0.0518 (9) 0.0075 (7) 0.0087 (7) 0.0015 (7) N1 0.0495 (10) 0.0503 (9) 0.0598 (12) 0.0080 (8) 0.0091 (9) −0.0036 (8) N2
0.0456 (9) 0.0460 (9) 0.0478 (10) 0.0066 (7) 0.0073 (8) 0.0019 (7) C1 0.0492 (12) 0.0482 (11) 0.0430 (12) 0.0013 (9) 0.0049 (9) 0.0042 (9) 
